Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.023; wR factor = 0.051; data-to-parameter ratio = 16.9.
In the molecule of the title compound, C 6 H 3 ClINO 2 , the nitro group is disordered over two sites with occupancies of 0.506 (6) and 0.494 (6) . The dihedral angles between the benzene ring and the two disordered components of the nitro group are 29.0 (2) and 51.0 (3) . The disordering avoids short OÁ Á ÁO intermolecular contacts in the crystal.
Related literature
For background, see: Arshad et al. (2008 Arshad et al. ( , 2009 . For related structures, see: Meriles et al. (1999) . Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
Experimental
MNA greatfully acknowledges the Higher Education Commission, Islamabad, Pakistan, for providing him with a Scholaship under the Indigenous PhD Program (PIN 042-120607-PS2-183). The title compound (I), (Fig 1) , has been prepared as an intermediate for the synthesis of sulfonamides (Arshad et al., 2009 ) and benzothiazines (Arshad et al., 2008) . The crystal structures of p-chlorobromobenzene and p-chloroiodobenzene (Meriles et al., 1999) have been published.
4-Chloro
In (I), the iodo and chloro moiety is in plane with the benzene ring. The nitro group is disordered over two sites with nearly equal occupancy ratio of 0.506 (6):0.494 (6). The behaviour of nitro groups is very different from each other. The distance between the symmetry related O-atoms of nitro groups have nearly equal value of 2.110 (9) Å. One group [O1B···O2B (x -1, y, z)] interact in trans form while the other [O2A···O2A (-x, -y, -z)] remains in cis form. The dihedral angle between the benzene ring and two nitro groups is 29.03 (23)° and 51.03 (31)°, respectively. The dihedral angle between the disordered nitro groups is 79.76 (37)°. There does not exist any classical H-bond or any kind of π-interaction.
Experimental 4-Chloro-2-nitroaniline (2 g, 0.0116 mol) was dissolved in conc. HCl (10 ml) in a flask. The mixture was put in ice to attain 273-78 K. NaNO 2 (0.96 g, 0.14 mol) was added in the solution under stirring. After 5 minutes the solution of KI (2.17 g, 0.0134 mol) was added and stirred for 10 minutes at the same temperature i.e 273-278 K. Then ice was removed and allowed to stirr till the room temperature was attained. After this mixture was heated to remove the nitrogen and reduce the volume.
The resulting mixture was cooled in ice overnight. The obtained precipitate was filtered and washed with distilled water.
The dried filterate was recrystalized in dicloromethane and methanol to obtain crystals of (I) as yellow needles.
Refinement
The O atoms of the nitro group are disordered over two sets of sites in a 0.506 (6):0.496 (6) ratio. The H atoms were located in a difference map and their positions were refined with U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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